This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.
The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain
The following table lists non-polymeric compounds, carbohydrate monomers and non-standard residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit criteria:
Mol Type Chain Res Chirality Geometry Clashes Electron density 2 ACO A 601 X ---
Entry composition i ○
There are 3 unique types of molecules in this entry. The entry contains 3395 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Putative acetylglutamate synthase. -EXPRESSION TAG UNP Q5FAK7  A  -18  GLY  -EXPRESSION TAG UNP Q5FAK7  A  -17  SER  -EXPRESSION TAG UNP Q5FAK7  A  -16  SER  -EXPRESSION TAG UNP Q5FAK7  A  -15  HIS  -EXPRESSION TAG UNP Q5FAK7  A  -14  HIS  -EXPRESSION TAG UNP Q5FAK7  A  -13  HIS  -EXPRESSION TAG UNP Q5FAK7  A  -12  HIS  -EXPRESSION TAG UNP Q5FAK7  A  -11  HIS  -EXPRESSION TAG UNP Q5FAK7  A  -10  HIS  -EXPRESSION TAG UNP Q5FAK7  A  -9  SER  -EXPRESSION TAG UNP Q5FAK7  A  -8  SER  -EXPRESSION TAG UNP Q5FAK7  A  -7  GLY  -EXPRESSION TAG UNP Q5FAK7  A  -6  LEU  -EXPRESSION TAG UNP Q5FAK7  A  -5  VAL  -EXPRESSION TAG UNP Q5FAK7  A  -4  PRO  -EXPRESSION TAG UNP Q5FAK7  A  -3  ARG  -EXPRESSION TAG UNP Q5FAK7  A  -2  GLY  -EXPRESSION TAG UNP Q5FAK7  A  -1  SER  -EXPRESSION TAG UNP Q5FAK7  A  0  HIS  -EXPRESSION TAG UNP Q5FAK7  A  312  ILE  VAL  ENGINEERED  UNP Q5FAK7  A  336  ASN  ASP  ENGINEERED  UNP Q5FAK7  A  427  SER  PRO  ENGINEERED  UNP Q5FAK7 • Molecule 2 is ACETYL COENZYME *A (three-letter code: ACO) (formula: C 23 H 38 N 7 O 17 P 3 S).
Mol Chain Residues
Full wwPDB X-ray Structure Validation Report 2R8V Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
• Q188  E200  K201  L202  L205  T206  L207  R213  P214  D215  G216  T217  E220  S223  A224  Q225  E226  A227  Q228  A231  E232  S236  E237  T238  R239  S243  V246  L249  E250   V253  H254  R255  V256  Q257  I258  L259  G265  S266  L267  L268  Q269  E270  R274   •   N275  G276  I277  G278  T279  S280  A285  F286   •   V287  S288  I289  R290  Q291  A292  H293  S294  I297  A301  I304  R305  E308  G311  I312  L313  L314  H315  R316  S317  R318  E319  Y320  L321  E322  N323  H324  I330   L337  K344  D350  E353  I354  S360  P361  Q362  A363  Q364  D365  R371  L372  L373  A374  H375  I376  I377  D378  L388  T393  N394  T395  G396  E397  R402  G403  F404  Q405  T406  A407  S408  E409  L412  R417  K418  R425  I429  L430  V431 5 Model quality i ○
Standard geometry i ○
Bond lengths and bond angles in the following residue types are not validated in this section: ACO
The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).
Mol Chain Bond lengths Bond angles
There are no bond length outliers.
All (6) There are no chirality outliers.
There are no planarity outliers.
Too-close contacts i ○
In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes. 1  A  3227  0  3208  172  1  2  A  51  0  34  12  0  3  A  117  0  0  27  1  All  All  3395  0  3242  175  1 The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 27.
Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes
All (175) All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the symmetry operator and encoded unit-cell translations to be applied. In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
Mol Chain
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 5.4 Non-standard residues in protein, DNA, RNA chains i ○
Mol
There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
1 ligand is modelled in this entry.
In the following 
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○
In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9. 6.2 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Mol

Carbohydrates i ○
Ligands i ○
In the following table, the Atoms column lists the number of modelled atoms in the group and the number defined in the chemical component dictionary. The B-factors column lists the minimum, median, 95 th percentile and maximum values of B factors of atoms in the group. The column labelled 'Q< 0.9' lists the number of atoms with occupancy less than 0.9. There are no such residues in this entry.
